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Abstract: The paper is devoted to the comparative analysis of different CFD techniques used to
solve the problem of high-pressure hydrogen release into the air. Three variations of a contemporary
low-dissipation numerical technique (CABARET) are compared with each other and a conventional
first-order numerical scheme. It is shown that low dissipation of the numerical scheme defines better
resolution of the contact surface between released hydrogen and ambient air. As a result, the spatial
structures of the jet and the reaction wave that arise during self-ignition are better resolved, which
is useful for predicting the local effects of high-pressure hydrogen release. At the same time, the
dissipation has little effect on the induction delay, so critical conditions of self-ignition can be reliably
reproduced even via conventional numerical schemes. The test problem setups formulated in the
paper can be used as benchmarks for compressible CFD solvers.
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1. Introduction

Nowadays, gaseous combustibles are widely used in many applications, especially
those related to power engineering. Combustible gases can also be emitted in the course
of various technological processes. For example, hydrogen can be produced as a result of
the operation of renewable and nuclear energy systems. In view of this, gas explosions
represent severe hazards, and approaches for risk assessments and explosion prevention
are in demand.

Computational physics is a useful tool that helps to analyze possible emergency situa-
tions related to gas explosions and their consequences. Conventional detailed mathematical
models include both gas dynamics and chemical kinetics that allow numerical simulation
of all the peculiarities of explosion development [1]. At the same time, among the variety
of numerical techniques, one should choose the most appropriate one to resolve all the
necessary features of the particular mode of gas explosion [2—4].

In this paper, we decide to focus on the problem of hydrogen self-ignition in the
process of its spontaneous release from a high-pressure vessel [5]. Gas release under
high pressure leads to the formation of high-speed flow with shock waves and contact
discontinuities [6]. Herewith, the hydrogen ignites exactly at the contact surface where
the diffusive and convective mixing of hydrogen with air heated by the shock wave takes
place [7]. Moreover, numerous experimental [8,9] and numerical [10,11] research works
on hydrogen release through an orifice or a slit demonstrate a significant role of the gas-
dynamic structure of the contact surface. Thus, in [12], it is shown that an important role
in hydrogen self-ignition belongs to the hydrogen jet evolution, its interaction with the
boundary layer, and gas-dynamic instability, which gives rise to vortices at the contact
surface and therefore intensifies hydrogen mixing with heated air. Much more complex
patterns are observed when hydrogen is released into obstructed space, such as a channel
with obstacles [13] or an open space with obstacles set up at a certain distance from the
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hydrogen source [14]. Experimental visualization and numerical simulations show that a
hydrogen jet in free space is also characterized by a complex spatial structure that can affect
the self-ignition process. In view of this, there are certain demands for the utilized numerical
technique. “Dissipation-free” methods are considered advantageous since they possess low
numerical dissipation, and high resolution of shock waves and contact discontinuities can
be achieved.

The main goal of this paper is to assess the ability of the low-dissipation numerical
technique CABARET [15,16] to reproduce well the features of hydrogen self-ignition when
it is released into the air under high pressure. For these means, we propose several one- and
two-dimensional tests related to high-pressure hydrogen release into the air and analyze
the performance of three modifications of the CABARET technique. In addition, a more
conventional numerical technique with first-order accuracy referred to as the “coarse
particles method” (CPM) [17] is tested the same way.

2. Problem Setup

According to the main goals of the paper introduced above, let us consider the
following problem setup. First let us propose three series of calculations describing
the process of high-pressure hydrogen release into the air with different levels of de-
tail: (1) one-dimensional non-reactive case, (2) two-dimensional non-reactive case, and
(3) two-dimensional reactive case. The first series of calculations provides data on the flow
structure in the most simplified case. Nevertheless, such tests give basic information on
how the numerical dissipation affects the flow structure, especially in the vicinity of the
contact surface between hydrogen and air. The second series provides information on the
spatial structure of the jet in two dimensions. The results of the third series of calculations
provide the complete pattern of the reactive flow development in the whole process of
mixture preparation and its self-ignition. Here, two main results can be obtained on the
ignition delay and the further development of the ignition kernel. The first one is important
for the validation of numerical instruments with the use of corresponding experimental
data on ignition delays and, further, for the estimation of the predictive ability of the in-
strument. At the same time, the data on the ignition kernel development after self-ignition
would be useful for the hazardous potential evaluation of the hydrogen explosion.

In all three series of test calculations, hydrogen is stored initially under high pressure
(from 50 to 700 atm) and starts to be released into ambient air (at 1 atm) after the diaphragm
is ruptured instantaneously. The schematic of the two-dimensional numerical domain is
presented in Figure 1. Planar geometry is used for one-dimensional calculations, while
axisymmetric geometry is used for two-dimensional ones. The description of the setup
parameters for the cases under consideration are mentioned in Table 1.

Table 1. Parameters of test calculations.

Case Geometr Domain Domain Calculated
y Width Height Time
One-d1mens.1onal, Planar 1000 mm B 500 16
non-reactive
Two—dlmenglonal, Axisym. 50 mm 50 mm 50
non-reactive
Two-dimensional, Axisym. 40 mm 50 mm .

reactive
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Figure 1. Schematic of two-dimensional problem setup: 1—pressurized hydrogen, 2—ambient air,
3—non-permeable wall with a hole of a given diameter, 4—solid walls of the hydrogen tank, 5—open
boundaries, and 6—axis of symmetry.

2.1. Mathematical Model of Reactive Gas Dynamics

The governing equations describing the reactive gas dynamics are classical Navier—
Stokes equations that take into account compressibility, viscosity, thermal conductivity,
multi-component diffusion, and chemical transformations [1]. Their representation in the
axisymmetric form is the following:
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where r, z—radial and axial coordinates, respectively, t—time, p—density, Yy = px/ p—k th
species mass fraction, p—pressure, (ur, uz)—mass velocity vector, Vi, = — Ded¥e Yy D

- Yk oar
and Vy, = %‘ % - YD aY" —k-th species diffusion velocity components along the 7- and

z-axis, respectively, E = ¢ + 5 (urz + uzz)—specific total energy, e—specific inner energy,
wg—chemical source term, x(T)—thermal conductivity, Dy (T)—diffusion coefficient of
k-th species, 0;j—viscous stress tensor, iy—enthalpy of formation of k-th species, n—k-th
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species molar mass. The radial spatial derivative in the left side of the equations above was
10 9 f
converted as 5 £ (7f) = 5, + 7.
Viscous stress tensor components are written as follows:

o = u(T) {Zaa? - %(V u)_
o = W(T) 252 - 5(7 - w)
Oz = 0z = u(T) ﬁ;;r aa% (6)
o = p(T) 22 = 3(7 w)]
Vou= %%(ru,)—i—%

where 31(T)—dynamic viscosity coefficient.

The equation of state for a mixture of perfect gases is used with an account of the
temperature dependence of the specific enthalpies and heat capacities according to the
JANATF polynomials [18]. The chemical kinetic mechanism of hydrogen oxidation, consist-
ing of 19 elementary reactions between 8 elementary species (Hy, Oy, H,O, H, O, OH, HO»,
and HyOy) is taken from [19], where a complete kinetic mechanism for syngas oxidation is
proposed. Multicomponent diffusion is calculated via zeroth-order Hirshfelder-Curtiss
approximation [20]. Mixture-averaged transport coefficients are obtained from the first
principles of the molecular kinetic theory [21].

2.2. Description of CABARET Numerical Approach

A detailed description of the CABARET numerical algorithm can be found in [15,16,22]
or in a monograph by Goloviznin et al. [23]. Adaptation of the CABARET technique for
combustion problems and analysis of the efficiency of the balance-characteristic form of
CABARET on the problems of non-stationary combustion can be found in previous papers
by the authors [2,24]. Here, we provide general expressions of the CABARET procedure
for the system of governing equations described above.

The solution region is split into rectangular cells with coordinates of nodes (7;, z;).
Following Goloviznin et al., we denote the cell centers by half-integer indices (i +1/2,j+1/2).
Two types of variables are introduced: conservative variables and flux variables. Conservative
variables ¢ = (p, uy, uz, E, Y;) refer to cell centers. Flux variables ¢/ are defined at the spatial
cell faces. Denoting the cell sizes as Ar; 11/, and Azj, 1/, and the temporal step between time
levels t, and t,,41 as 7,41 /2, the system (1)~(5) can be written in implicit finite difference form:

n+1 _qmn — — _
Uiz~ YUlanjn N Fii1ji120 = Fijin N Hivi0j01 —Hip1p)

Tyt1/2 Ariv1/2 Azi1) ()

_ On+1 . .
= Qi 121172 1 Giv1/2j4172

where U = U(¢)—conservative variables vector defined in cell centers, F = F (gbf ) and

H = H((/)f)—flux variables vectors, GT = —p—i‘r, —pY’;u’, —pu;u’, —pu;uz, — [pEtp]u’)—

geometric factor, and Q—source variables vector. The over-bar indicates the average over
two time levels: 7 = 1 (y"*1 + 7).

Following the balance-characteristic formulation of the CABARET approach [15,25],
the solution of the implicit Equation (7) is constructed using an explicit predictor-corrector
algorithm, consisting of the following stages:
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The predictor step, during which the conservative variables on the intermediate time
level n + 1/2 are calculated. Central approximation forward in time is applied to the
conservative form of the governing equations:

n+1/2
Ui+1/2,j+1/2 B U?+1/2,j+1/2 F?+1,j+1/2 - F?,jﬂ/z Hzr‘l+1/2,j+1 B H?Jrl/z,j _
Tnt1/2/2 Atriv1/2 Aziy1/2 (8)
= G?+1/2,j+1/2

Extrapolation step, during which characteristic flux variables are extrapolated on the next
time layer using a local one-dimensional characteristic form of the governing equations:

olf ATy+1/2 olf _ (r\nt1/2 9)
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where [](¢) and [f(¢) are local Riemann invariants within the computational cell
in the r and z directions, respectively, associated with the system of conservation
Equations (1)-(5), A} and A} are characteristic velocities of the I-th invariant in the r
and z directions, and g are source terms. Here, equation system (1)—(5) is treated as
Euler equations with source terms of a general form. In that case, Riemann invariants
and associated characteristic velocities have the following expressions:

In the r direction:

p

I{:ur—i—ﬁ A =ur+c
Iﬁzu,—é Ay =up—c
Iy =u, b=y

Iy = —pc*+p b= Uy
lpe =Yk Aig =t

In the z direction:

If:uz—b-% A =u;+c
If:uz—% A =u;—c¢
L =u A§ = u,
F=—pct+p A =u,
I =Yi ik = Uz

where c is the velocity of sound ¢ = /yp/p.
Riemann invariants for the next time step are calculated via linear extrapolation on
the scale of a computational cell:

+1 _ 1172 n
(i1, 14172 = 201 /2,012 = T)ij41 2 a1
+1 +1/2
(Ie)ij 12 = 2U) i /2,412 — (I)is 1172

After extrapolated values of the local Riemann invariants are obtained, they are
corrected following the maximum principle [15]. The final value of flux variables (pf
at the cell faces is calculated from the corrected Riemann invariants.
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3. At the corrector step, conservative variables on the next time step are calculated using
new values of flux variables:

rrn+1 n+1/2 n+1 n+1 n+1 n+1
Ui+l/2,j+1/2 B Ui+1/z,j+1/2 Fi+1,j+1/2 B Fi,j+1/2 Hz‘+1/2,j+1 B Hi+1/2,j .
Tpt1/2/2 Arig1/2 Azit1/2 (12)
_ —n+l
=Gil1211/2

4.  Finally, a source step is carried out, during which the source values are accounted for
in conservative variables:

n+1 — fyntl Ayn+1
i+1/2j+1/2 = Yitiyav172 T Qid1/2,j41/2 " Tat1/2 (13)
The optimal time step between time levels ¢, and t,,;1 is computed using the Courant

stability condition:

Arit1/2 Azjii/2
(D2 ] [0

where CFL—Courant-Friedrichs-Lewy number, which regulates the stability of the scheme
and should be less than 0.5 [23].

Ty+1/2 = CFL - min ,1=1,2,3,4 (14)

2.3. Artificial Dissipation Concept

Additional artificial dissipation can be introduced in the CABARET numerical algo-
rithm at the extrapolation step (11) via an additional parameter ¢ [26]:

1/2
(ot = AW — (=) (]
k)i+1 1+0.

(15)

where o—artificial dissipation parameter variable within the range [0, 1]. The value of ¢ =0
corresponds to the absence of artificial dissipation, and the dissipative properties of the
CABARET numerical algorithm become the same as those of the Godunov scheme at o = 1.

2.4. Concept of the Riemann Solver

In [27], it was proposed that the Riemann solver can be used as an alternative way to
calculate flux variables in the so-called “sonic points”: cells where flow exhibits transition
from subsonic to supersonic. The Riemann solver can be utilized in cases for which
flows are characterized by high gradients in the parameter distribution. In the current
paper, the Riemann solver is used to calculate the flow variables in the vicinity of contact
discontinuity, where the steepest gradients of mixture composition and temperature are
observed. Initial values are taken based on the values of conservative variables in adjacent
cells. A schematic representation of the initial condition and the resulting solution is
presented in Figure 2.

The algorithm for solving the Riemann problem implemented within the software
package consists of the following stages:

*  Setting the initial conditions in the form of pressure (p;, pr), density (o1, pr), flow ve-
locity (ur, ugr), and adiabatic index (yr, yr) on both sides of the contact discontinuity;

¢ Calculation of pressure and flow velocity at the contact boundary using the Newton—
Raphson method [28];

*  Calculation of parameters at the point corresponding to the initial position of the
contact boundary based on analytical expressions for the speeds of propagation of
disturbances and equations relating parameters in unperturbed regions, a compressed
region, a region of steady flow, and on a rarefaction wave.
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A more detailed description of the algorithm for solving the Riemann problem can be
found in [29]. In this study, the following condition was used as a criterion for activating
the Riemann solver:

Pmax g (16)
Hmin
where iy and p,;,—respectively, larger and smaller values among the molar masses
of the mixture in neighboring cells, K—parameter greater than one. The implemented
condition aims to track the contact discontinuity and activates the Riemann solver near the
highest gradients of mixture composition.

Initial setup Solution example

| 21 L
/ | [ Y]

[p, p ] [p, p } y "
u, {Z\} 12| U {Y/;} i+1/2

j-1/2 j-1/2

! |

i—1 I i+1 i—1 I i+1
Figure 2. Riemann problem at the cell face between two computational cells. Dotted line is a new
position of the discontinuity.

3. Results and Discussion
3.1. One-Dimensional Non-Reactive Flow

Let us start with the analysis of a one-dimensional solution for the flow of non-reacting
hydrogen released into the air under high pressure. Those calculations should provide
important data on how the numerical technique reproduces the features of the flow in
the vicinity of the contact surface where the self-ignition occurs. Herewith, the initial
pressure in the hydrogen tank is varied in the range from 50 to 700 atm. Characteristic
temperature and density profiles obtained for two different pressure values with the use of
four numerical techniques are presented in Figure 3. One can see that the temperature value
in the region of steady flow between the shock wave and contact discontinuity is predicted
to be the same when using different numerical techniques. At the same time, the original
CABARET provides much thinner contact discontinuity compared with the conventional
numerical technique of first-order accuracy (CPM). That is a natural result that illustrates
the role of numerical dissipation, which leads to the smoothening of the gas-dynamic
discontinuities. The same effect is achieved when applying the artificial dissipation and
Riemann solver concepts to CABARET (Figure 3). Figure 4 shows the evolution of the
contact discontinuity thickness in time, and one can notice that the smoothening of the
contact discontinuity becomes much more pronounced when using dissipative numerical
approaches. So the effect of contact discontinuity smoothening can be treated as an artificial
one and should be diminished.

At first sight, the low-dissipation numerical technique CABARET in its original for-
mulation is the best choice for numerical reproduction of high-pressure hydrogen release
into the air since it provides the lowest rate of contact discontinuity smoothening with
time (Figure 4). However, another artifact arises in the vicinity of the contact surface—the
temperature peak (Figure 3). The nature of this temperature increase seems to be related to
the utilized detailed equation of state for the multicomponent mixture [30] and might be
due to the disagreement between mass fluxes of mixture components and the energy fluxes,
which results in erroneous temperature values calculated via table-approximated equation
of state. The temperature is higher exactly at the contact surface between hydrogen and air.
That can become an artificial trigger of hydrogen self-ignition, which should start first in
the region where the ignition delay time achieves its local minimum (or the temperature
achieves its local maximum). On the other hand, the solution is stable, and the amplitude
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of the temperature peak decays with time (Figure 5). Moreover, it is localized inside a
narrow region of several numerical cells where the hydrogen concentration is rather low.
Due to that, this feature should not affect the solution for the reactive medium crucially.
Nevertheless, such fluctuations should be diminished, and both artificial dissipation and
Riemann solver concepts can be fruitfully applied for this purpose (Figures 3 and 5). Based
on the obtained results, the artificial viscosity concept is more efficient. It is important to
note that the observed decrease in the temperature jump is accompanied by birth and rise
of a density fluctuation in the same computational cell (Figure 6), which is a consequence of
incorrect reproduction of the mixture composition there. Nevertheless, the effect of this ar-
tifact can also be treated as negligible since the density jump occurs in the low-temperature
zone where ignition is not plausible (Figure 3).

1600

3000
50 atm —8— CABARET 700 atm
1400 n —A— CABARET-riemann
I CABARET-diss 2500
1200 t —e— CPM
1000 TR ; 2000 & CABARET
X C & B —A— CABARET-riemann
& 800 & 1500 CABARET-diss
—e— cPM
600 1000
400
500
2004 i
316 318 320 322 324 326 335 340 345
Z, mm Z, mm
6 11
50 atm i R 700 atm —H— CABARET
20 b —A— CABARET-riemann
5 10 CABARET-diss
e S —©— CPM
b
g g
N h N
2 2
3 I 8
§7 1 —=— CABARET ‘
2 —&— CABARET-riemann 7
g o CABARET-diss '\
—e— CcPM p h

316 818 a0 a2 a4 326 335 340 245
Z, mm Z, mm

Figure 3. Temperature (upper row) and density (lower row) profiles in the vicinity of a contact

discontinuity at a time instant of 20 us. Lines with square symbols—original CABARET, lines

with upper triangles—CABARET with Riemann solver, lines with lower triangles—CABARET

with artificial dissipation, and lines with circles—CPM. Initial discontinuity position z = 300 mm.

The calculation parameters are as follows: cell width éx =100 um; CFL = 0.25.

40 40
—— CABARET 50 atm —— CABARET 700 atm
=== CABARET-riemann === CABARET-riemann
CABARET-diss CABARET-diss
301 — crm 301 — crm
dx =100 pm dx = 100 pum
s - = =25um s - =0 =25um
g 5 g
. 20 . 20
~ i ~ LT
- - - ~ b
-
10 10 -
-
-
” ————
o = = = = == = = = o R
0 100 200 300 400 500 0 50 100 150 200 250
t, ps 1, ps

Figure 4. Contact discontinuity width temporal evolution. Lines with square symbols—original
CABARET, lines with upper triangles—CABARET with Riemann solver (K = 1.2), lines with lower
triangles—CABARET with artificial dissipation (o = 0.15), and lines with circles—CPM. Solid lines
correspond to the data calculated with a spatial cell size of 100 pm, and dashed lines correspond to
the data calculated with a spatial cell size of 25 um. CFL = 0.25 for all cases presented.
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400 250
50 atm = CABARET 700 atm == CABARET
=== CABARET-riemann === CABARET-riemann
\ CABARET-diss 200 CABARET-diss
300 — CcPM — CPM
152 \ = dx =100 pm & dax = 100 pum
- \ - =dx=25pum . 150 - =0x=25pum
© ©
~" 200} 1 ~
I g \ l = 100
&~ \ &~
100 \
\ 50
S —
0 L —_ \‘ . Ll Z = o ‘ | ‘ : ‘
100 200 300 400 500 50 100 150 200 250
t, s t, us

Figure 5. Temperature deviation temporal evolution. T, denotes the maximum temperature, and
Ts—analytical value of temperature behind the shock wave. Lines with square symbols—original
CABARET, lines with upper triangles—CABARET with Riemann solver (K = 1.2), lines with lower
triangles—CABARET with artificial dissipation (o = 0.15), and lines with circles—CPM. Solid lines
correspond to the data calculated with a spatial cell size of 100 pm, and dashed lines correspond to
the data calculated with a spatial cell size of 25 um. CFL = 0.25 for all cases presented.

0.6 151
—— CABARET 50 atm —— CABARET 700 atm
05 === CABARET-riemann === CABARET-riemann L
: CABARET-diss CABARET-diss -
- — CPM - — CPM Pt
§ 0.4 =— dx =100 pum § 10 [ == d&x = 100 um Yk
S0 - =0x=25um oo - =0x=25pum -
) H Re) H P
", 0.3 " b -
S Sy pi 7’ e ==
I | -
= 7.~
& 0.2 QE 5 ="
-
0.1
0 k= ’ 0
100 200 300 400 500 50 100 150 200 250
t, s 1, ps

Figure 6. Density deviation temporal evolution: p,; denotes the maximum density, and ps—analytical
value of density behind the shock wave. Lines with square symbols—original CABARET, lines with
upper triangles—CABARET with Riemann solver (K = 1.2), lines with lower triangles—CABARET
with artificial dissipation (o = 0.15), lines with circles—CPM. Solid lines correspond to the data
calculated with a spatial cell size of 100 um, and dashed lines correspond to the data calculated with
a spatial cell size of 25 um. CFL = 0.25 for all cases presented.

Conventionally, the artifacts can be reduced by using finer numerical grids. One
can see that all the considered numerical approaches provide less increase in the contact
discontinuity thickness (Figure 4) when the finer grid is used. Also, the temperature
fluctuation at the contact discontinuity is reduced on the finer numerical grid (Figure 5).
The results of the convergence tests are presented in Figure 7. Four numerical grids
are used here: x = 100 pm, 50 pum, 25 pm, and 12.5 pm. According to Richardson’s
extrapolation routine [31], all the solvers provide convergence in the considered range of
numerical resolution. The convergence rates and the estimations of the limit value of contact
discontinuity width for four solvers and for four values of hydrogen pressure are presented
in Table 2. One can see that the CABARET solver provides a higher convergence rate, so
the calculations can be carried out with the use of rougher numerical grids compared with
conventional numerical techniques. Herewith, the implementation of the Riemann solver
concept provides even faster convergence.
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20 1
50 atm —8— CABARET
—A— CABARET-riemann
15 - CABARET-diss
—e— cPM
N
S qor
Q
3
5r AN, T m—e
0 %\% L L L L L L I
0 100 200 300 400 500 600 700

L /ox
C

Figure 7. Contact discontinuity widths at time instant of 100 us convergence plots for the case of a sys-
tem with a higher pressure value of 50 atm. Lines with square symbols—original CABARET, lines with
upper triangles—CABARET with Riemann solver (K = 1.2), lines with lower triangles—CABARET
with artificial dissipation (¢ = 0.15), and lines with circles—CPM. Dashed lines indicate values
obtained by Richardson extrapolation. CFL = 0.25 for all cases presented.

Table 2. Convergence rates (k) and estimated contact boundary width values (L).

50 atm 150 atm 350 atm 700 atm
k L., mm k L., mm k L., mm k L., mm
CABARET 1.45 0.45 1.34 0.43 1.34 0.46 1.42 0.50

CABARET-Riemann  1.46 0.52 1.53 0.54 1.56 0.59 1.54 0.49
CABARET-Diss 1.27 1.35 1.26 1.46 1.27 1.57 1.28 1.67
CPM 1.27 3.82 1.24 421 1.25 4.68 1.28 5.31

3.2. Two-Dimensional Non-Reactive Flow

Consider the axisymmetric two-dimensional non-reactive solution. That solution
represents an under-expanded jet of pressurized hydrogen in the air. Herewith, a key
role in the development of the jet belongs to the gas expansion that, in particular, leads
to the attenuation of the shock wave. As well, one can observe the certain evolution
of the spatial structure of contact discontinuity (Figure 8). The spatial structure of the
jet is related to the formation and evolution of the toroidal vortex and the gas-dynamic
instability of the side surface of the jet. Herewith, the large structures, such as the toroidal
vortex, are reproduced well using both the conventional numerical approach (CPM) and
the low-dissipation one (CABARET). At the same time, it is known that gas-dynamic
instability starts its development from short-scale perturbations. So first, the short-scale
perturbations rise linearly, and then the larger-scale modes arise due to non-linear effects.
Due to this, the solution obtained with the use of a low-dissipation numerical technique
looks much more natural since the effect of (numerical) dissipation is lower and short-scale
perturbations are resolved (compare Figure 8a,b). As will be shown below, the spatial
structure of the jet can play an important role in the development of hydrogen ignition, so
the use of lower-dissipation solvers seems to be much more promising when reproducing
two- and three-dimensional flows. However, the two-dimensional solution inherits the non-
monotonicity of the temperature profile in the region of contact discontinuity (Figure 9a).
And more importantly, the high-temperature zone becomes wider with the increase in
the numerical resolution. Nevertheless, as well as in the one-dimensional case, this effect
can be reduced with the use of either artificial dissipation or Riemann solver concepts
(Figure 9b). Herewith, artificial dissipation seems to be much more promising since it leads
to less smoothening of the solution in the two-dimensional case.
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[ a | CABARET b |

Secondary shock

Leading shock
Secondary shock

Figure 8. Spatial temperature distribution at 50 ps during hydrogen release from a tank under
pressure at 150 atm calculated using original CABARET (a), CPM (b), CABARET with Riemann
solver (K = 1.2) (c), and CABARET with artificial dissipation (¢ = 0.15) (d). Black contour lines
correspond to the Hy volume fraction of 1%. The calculation parameters are as follows: cell width
ox =100 um; CFL = 0.05.

It is important to note that numerical dissipation (either inherent or additional) affects
the two-dimensional solution stronger than the one-dimensional one. Thus, Figure 9
demonstrates that in the presence of volumetric expansion of the jet, the temperature behind
the shock wave can be much lower when both the shock wave and contact discontinuity
are additionally smoothened due to the dissipation. Such an underestimation of the
temperature behind the shock wave can significantly affect both the ignition delay and the
possibility of ignition in general. Therefore, one should accurately choose the parameters of
the numerical technique in order to reduce such an artifact. Here, CABARET with artificial
dissipation seems to be the most promising technique for two-dimensional calculations
taking into consideration two abovementioned features: temperature non-monotonicity
and artificial smoothening. Herewith, it should be noted that the obtained jet spatial
structure, in that case, turns out to be similar to the original CABARET case (compare
Figure 8a,c,d), so one can expect that the solution obtained with this solver would reproduce
the original phenomenon with the highest accuracy.
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Figure 9. Axial temperature profiles behind the leading shock wave at 10 ps obtained with original
CABARET and CPM approaches (a) and with the use of artificial dissipation and Riemann solver
concepts (b). CFL = 0.05 for all cases presented.

3.3. Two-Dimensional Reactive Flow

Finally, let us consider the reactive two-dimensional case, which should reproduce the
whole process, including the hydrogen release, mixing with air, and subsequent ignition.
In the considered problem setup, the ignition takes place at the contact discontinuity, where,
on the one hand, fuel and oxidizer are already mixed and, on the other hand, the temper-
ature is high enough. Furthermore, the self-ignition starts exactly on the axis of the jet,
where the effect of volumetric expansion is the weakest. The reaction wave propagates
along the contact discontinuity, involving the whole volume of produced hydrogen-—air
mixture in the ignition process (Figure 10a,b). Here, two basic parameters of the process
can be distinguished: ignition delay time and speed of reaction front propagation. The first
one defines the time period during which the mixture is prepared and the ignition starts,
while the latter one defines the spreading of the ignition along the whole surface of the jet.
The whole temporal evolution of the reaction wave is demonstrated in Figure 10c. Here,
the speed of the reaction wave is calculated in the laboratory reference frame, as shown
in Figure 10a.

Figure 10c demonstrates that when using the original CABARET algorithm, the igni-
tion process starts much earlier than in other cases under consideration. That is related to
the artificial temperature jump, which is observed at the early stage of hydrogen release
(see Sections 3.1 and 3.2). As soon as the ignition starts earlier, the surface of the expand-
ing jet is smaller. Therefore, the ignition process spreads along the entire jet surface in a
shorter time. When using other numerical techniques, including the CABARET versions
with additional procedures such as the Riemann solver and artificial dissipation concept,
the ignition starts later, and the reaction front lives longer (Figure 10c, Table 3). Herewith,
the overall dynamics of the ignition process are resolved well with both the conventional
low-order technique (CPM) and modified CABARET, with the only exception being that
coarser numerical grids can be used when applying CABARET.

Table 3. Ignition delay time and rate of combustion product mass growth.

CABARET-Riemann = CABARET-Diss
CABARET CPM
K=11 K=13 0c=035 0=0.50
Ignition delay, us 0.8 3.0 3.0 22 1.6 22
Mass growth rate, g/s 18.8 40.3 36.5 21.7 25.6 36.1

When analyzing the overall evolution of the ignition process (Figure 10c), one can ob-
serve the deceleration of the reaction front. Herewith, there is no quenching of the reaction,
and combustion is maintained with further expansion of the jet. That can be additionally
demonstrated by the time-evolution of the volume and mass of the combustion products
(Figure 11). Here, one can see that the rate of the increase in the mass of combustion
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products reaches a certain constant value (Figure 11b). That is related to the expansion of
the combustion area with the expansion of the hydrogen jet. Those values obtained with
the use of different numerical techniques are presented in Table 3.

5]

3000

2500 - = CABARET

=== CABARET-riemann, K = 1.1

== = CABARET-riemann, K = 1.3
CABARET-diss, o = 0.35
CABARET-diss, o = 0.50

— CPM

2000
)

m/.

1500 -

1000

500

15
I, ps

Figure 10. Temperature field at 25 ps illustrating the reaction wave propagation along the jet surface

obtained with CPM (a) and original CABARET (b) methods. Black solid lines correspond to the HO,

volume fraction of 0.01%. (c) History of the reaction front speed for the case of hydrogen release

under pressure of 350 atm. Black dashed lines indicate the ignition delay time. The calculation

parameters are as follows: cell width dx = 100 pm; CFL = 0.05.
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Figure 11. History of the the combustion products volume (a) and mass (b) for the case of hydrogen
release under pressure of 350 atm. The calculation parameters are as follows: cell width éx = 100 um;
CFL =0.05.

4. Conclusions

When solving complex problems of gas dynamics in reacting media, the criteria for
the choice of numerical techniques should be satisfied. Thus, when studying the process
of pressurized hydrogen release into the air with its subsequent self-ignition, one should
reproduce accurately both the gas-dynamic and kinetic features of the process especially
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when the hydrogen is released into obstructed spaces where the interaction between the
contact surface and shock waves becomes much more important. To get recommendations
on what CFD technique is more appropriate to resolve the process considered in this paper,
three basic problem setups related to high-pressure hydrogen release into the atmosphere
are proposed as tests for CFD techniques. All those problem setups are used to test
three solvers based on the contemporary low-dissipation numerical scheme CABARET. It is
demonstrated that when calculating the jet flow of pressurized hydrogen into the air, the use
of the CABARET numerical technique provides a certain increase in the accuracy of contact
discontinuity reproduction. At the same time, however, the non-monotonic behavior of
the temperature can be observed at the early stage of the process when using CABARET.
This solution feature becomes more pronounced when considering multi-dimensional
cases and can lead to much earlier self-ignition of hydrogen. Corrections to the original
numerical scheme can be applied to avoid this. Those corrections, in general, are related
to the introduction of artificial dissipation. Nevertheless, artificial dissipation has a much
smaller effect on the spatial structure of the jet compared with the numerical dissipation
intrinsic to the conventional first-order numerical schemes.

The obtained results introduce the perspectives of using low-dissipation and low-order
numerical schemes for risk assessments in hydrogen safety. One should expect the most
appropriate solution for pressurized hydrogen self-ignition to be obtained when using the
CABARET solver with the dissipator concept. At the same time, however, even low-order
numerical techniques can be used sometimes when there is no need to resolve the whole
spatial structure of the jet. But it is enough to get an answer to whether there is self-ignition
under certain conditions and what is the ignition delay time.
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